Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; R factor = 0.044; wR factor = 0.106; data-to-parameter ratio = 18.0.
Related literature
= 75.098 (2) V = 868.32 (7) Å 3 Z = 2 Mo K radiation = 2.52 mm À1 T = 296 K 0.36 Â 0.09 Â 0.07 mm
Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2007) T min = 0.464, T max = 0.843 17474 measured reflections 4251 independent reflections 2484 reflections with I > 2(I) R int = 0.043 Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.106 S = 1.00 4251 reflections 236 parameters H-atom parameters constrained Á max = 0.58 e Å À3 Á min = À0.40 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x; y þ 1; z þ 1; (ii) Àx þ 1; Ày; Àz þ 1; (iii) Àx þ 1; Ày À 1; Àz; (iv) x; y; z À 1; (v) Àx þ 2; Ày; Àz.
Data collection: APEX2 (Bruker, 2007); cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXL97. supplementary materials Acta Cryst. (2012) . E68, o2717 [doi:10.1107/S1600536812035374] 6-Bromo-1-methyl-4-[2-(4-nitrobenzylidene)hydrazin-1-ylidene]-2,2-dioxo-3,4dihydro-1H-2λ 6 ,1-benzothiazine
Muhammad Shafiq, William T. A. Harrison and Islam Ullah Khan Comment
A number of benzothiazine derivatives have been found to be effective as drugs (Shafiq, Zia-ur-Rehman et al., 2011) . As a part of our ongoing studies in this area, we now describe the crystal structure of the title compound in this areticle.
The bond distances and angles in the title compound ( Fig. 1 ) agree very well with the corresponding bond distances and angles reported in closely related compounds (Shafiq, Khan et al., 2011; Shafiq, Harrison et al., 2012) . In the title molecule, the dihedral angle between the aromatic rings (C1-C6 and C11-C16) is 4.1 (2)° and the C7═N2-N3═C10 torsion angle is 175.5 (3)°. The nitro group is almost coplanar with benzene ring ((C11-C16) to which it is attached [dihedral angle = 2.9 (7)°]. The thiazine ring adopts an S-envelope conformation with S1 atom displaced by 0.819 (3) Å from the mean plane of the other five atoms (r.m.s. deviation = 0.017 Å).
The crystal packing (Fig. 2) is stabilized by weak intermolecular C-H···O hydrogen bonds (Table 1) linking the molecules to generate a three-dimensional network with all four O atoms acting as acceptors. Weak aromatic π-π stacking [centroid-centroid separation = 3.874 (2) Å] is also observed.
Experimental
The compound was synthesized following the literature procedure (Shafiq, Zia-ur-Rehman et al., 2011) and recrystalized from an ethylacetate solution under slow evaporation.
Refinement
The H atoms were placed in calculated positions (C-H = 0.93-0.97 Å) and refined as riding. The methyl group was allowed to rotate, but not to tip, to best fit the electron density. The constraint U iso (H) = 1.2U eq (C) or 1.5U eq (methyl C) was applied. The (0 0 1) and (0 1 0) reflections were obstructed by the beamstop and were omitted from the refinement. The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. H atoms are presented as small spheres of arbitrary radius. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details

6-Bromo-1-methyl-4-[2-(4-nitrobenzylidene)hydrazin-1-ylidene]-2,2-dioxo-3,4-dihydro-1H-2λ 6 ,1-benzothiazine
R int = 0.043 θ max = 28.4°, θ min = 2.7°h = −11→11 k = −12→12 l = −16→16
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.8000 (4) 0.2966 (4) 1.497 (4) C16-H16 0.9300 C8-S1 1.748 (3) S1-O1 1.420 (2) C8-H8A 0.9700 S1-O2 1.423 (2) C8-H8B 0.9700 S1-N1 1.631 (3) 
